C 3 H 6 Al 3 N 2 O 13 P 3 ,monoclinic, P12 1 /n1(no. 14), a =8.6191(4) Å, b =17.803(1) Å, c =9.0257(5) Å, b =107.357(2)°, V =1321.9 Å 3 , Z =4,Rgt(F) =0. 
Source of material
Title compound was prepared by hydrothermal synthesis under autogeneous pressure. Typically, aluminium triisopropoxide (1.00 g) and imidazole (1.67 g) were first dispersed in H 2 O(8ml) under stirring, and then 1.70 ml H 3 PO 4 (85 wt%) was added dropwise to the above reaction mixture. The resulting gel was sealed in aT eflon-lined stainless steel autoclave and heated at 453 Kfor 4days. The obtained crystals were washed with distilled water and dried at 323 K. The crystal of the title compound having the form of at ransparent (010) platelet can be readily picked up from the washed sample and examined by the single crystal X-ray diffraction. The obtained sample includes another crystalline phase Al 2[HN4](OH)(PO4)2 ·2H2O [1] together with very fine unknown compound. Further synthetic trials in this reaction system allowed no better results in obtaining pure AlPO 4 -21 phase.
Experimental details
The structural refinement was carried out by using the framework positions reported [2] . Anisotropic analysis for the framework atoms was employed. Following the discussion of av ariety of AlPO 4-21 structures, we assume that O1 represents ah ydroxyl group which links two trigonal bipramidal coordination polyhedra around Al1 and Al2. The possible hydrogen position of H1 was placed by the difference Fourier calculation and an isotropic temperature factor, U iso(H) =1.2 Ueq(O1) was employed. During the refinement of the inorganic framework structure, nonhydrogen atoms of occluded imidazole molecules were also found in difference Fourier maps and could be located in the channel. The imidazole molecules were suggested to be protonated so as to maintain the charge balance of the title compound. Several least-squares calculations indicated that imidazole molecules were disordered on two overlapping positions and the present analysis fixed the occupation of 50 %f or each position. Hydrogen atom attached to Ca nd Nw ere positioned geometrically and refined using ariding model (C,N) ).
Discussion
Aclass of three dimensional (3D) aluminophosphate structures (AlPO 4-n) has been intensively synthesized under solvothermal or hydrothermal conditions by using avariety of amines acting as space fillers and charge compensators i.e. [3] . The reported AlPO 4-21 compounds were formulated as follows; Al3(PO4)3 · C 2 H 8 N 2 ·H 2 O(ethylenediamine) [2] , Al 3 (PO 4 ) 3 ·C 4 H 9 N·H 2 O (pyrrolidine) [2] , Al 3 P 3 O 12 OH ·1 .33C 7 H 21 N 2 (N,N,N',N'-tetramethyl-1,3-propanediamine) [4] , Co 0.12 Al 5.88 P 6 O 24 (OH) 2 [7] . The title compound, C 3 H 5 N 2 ·Al 3 P 3 O 12 OH, is new member of the AlPO 4-21 family. The PO4 group has close to those for ideal tetrahedral geometry with P-O distances ranging from 1.511(3) to 1.555(3) Å and P−O−Pa ngles from 106.5(2)°to 111.9(2)°, which is typical for 3D aluminophosphate compounds. The interatomic distances with oxygens shared with tetrahedral Al 
